: Geometrical parameters of WI complexes of PYR and DAZ12 at wB97XD/aug-ccpVDZ (L1), MP2/aug-cc-pVDZ (L2) and MP2/aug-cc-pVTZ (L3). Distances are in Å and angles are in degrees. Table S19 : Geometrical parameters of WV complexes of PYR and DAZ12 at wB97XD/aug-ccpVDZ (L1), MP2/aug-cc-pVDZ (L2) and MP2/aug-cc-pVTZ (L3). Distances are in Å and angles are in degrees. 
Parameters
C5-N1-N2-N3 -0.0 0.0 -0.2 C4-N3-C2-N1 -0.0 -0.0 -0.0 H6-N1-N2-N3 180.0 180.0 -179.9 C5-N1-C2-N3 0.0 -0.0 -0.0 H7-C4-N3-N4-N3-N2-N1 -0.0 -0.0 -0.0 N4-N3-N2-N1 0.0 0.0 0.1 N5-N4-N3-N2 0.0 -0.0 -0.0 N5-N4-N3-N2 -0.0 -0.0 -0.0 H6-N1-N2-N3 ---- --- --- --- --- --- --- --- DAZ13-WII O11-H10···N3 (3, -1) (3,+1)--- --- --- --- --- --- --- --- TAZ123-WII O9-H10···N3 (3, -1)(3,--- --- --- --- --- --- --- --- TAZ124-WII O10-H9···N4 (3, -1)(3,--- --- --- --- --- --- --- ------ --- --- --- --- --- --- --- DAZ12-WIII O10---- --- --- --- --- --- --- ---
DAZ12-WV

